Amino compounds and their derivatives are very important in molecular biology because of their roles in biochemical reactions. We need more information about their molecular structures in order to learn about their functional roles in biological systems. The formation of amino compound Schiff base intermediates in reactions of biological importance, transmation, racemization and decarboxylation is well documented. In recent years, amino compound Schiff bases have been used as ligands in coordination chemistry. 1,2 Intramolecular electron transfer is a fundamental chemical phenomenon that relates specifically to redox processes that occur in both and systhetic electron-transfer systems. 3 Sterically hindered ligands bearing salicylaldimines are known to be effective antioxidants, and are widely used in the rancidification of fats and oil. 4 Synthesis of crystal. N-[5-Methylisoxazole amino-3-yl]-3,5-ditert-butylsalicylaldimine ligand was synthesised by the reaction of 0.234 g of (3,5-di-tert-butyl-2-hydroxybenzaldehyde) in 25 ml of absolute ethanol and 0.108 g 3-amino-5-methylisoxalc in 20 ml of ethanol. Also 3 -4 drops acetic acid were added. The mixture was refluxed for 10 h, followed by cooling to room tempareture.
Synthesis and schematic structure of the compound. were selected for X-ray diffraction. Unit-cell dimentions were obtained using twentyfive centered reflections on an Enraf-Nonius CAD4 diffractometer equipped with graphitemonochoromated Cu Kα radiation (λ = 1.54184 Å). The intensity data were collected by the ω-2θ scan mode within 7˚ ≤ 2θ ≤ 150.6˚ for 0 ≤ h ≤ 11, 0 ≤ k ≤ 28, -12 ≤ l ≤ 0. Out of 3100 unique reflections, 2949 with I > 2σ(I) were used for structure solution and refinement. Data were corrected for Lorenz and polarization effects. The structure was solved in the monoclinic space group P21/n by the combination of direct and Fourier techniques, and refined by full-matrix least squares. All of nonhydrogen atoms were refined anisotropically. The hydrogen atoms were made to mix. An absorbtion was made to the data using ψ-scan after obtaining a complete structural model. WinGX packet programme was used to solve and refine the structure, and ORTEP III was used to draw molecular graphics. Summaries, parameters of compound are given in Table 1 .
The refined molecule is shown in Fig. 1 . In the molecule N1-C4, N2-C5 and C2-C3 a double bonds, and their bond lengths are 1.303(4), 1.278(3) and 1.333(4)Å, recpectively. C8-C12 and C10-C16 distances are 1.534(4) and 1.533(3)Å. Similar results also exist for the pseudodipeptide, (S)-N-iso-propyl{[N-(pivaloyl)pyrrolidin-2-yl]methylaminooxy}acetamide. 5 The bonds are extented due to behaviours of the methyl groups. Selected bond lengths, angles and torsion angles of the compound are given in Table 2 .
In the molecule there are two main rings that include O1-N1-C4-C3-C2(R1) and C6-C7-C8-C9-C10-C11(R2) atoms. Atoms N1 and C11 deviate from R1 and R2 by 0.004 and 0.009 Å. The centroids of R1 and R2 are called Cg1 and Cg2 and coordinate axes (x, y, z) of Cg1 and Cg2 are (0.5117(1), -0.1532(1), 0.6486(1) and (0.0760(1), 0.0656(1), 0.3822(1)). The shortest distance and dihedral angle the between their centroid (1x, -y, 1z) are 4.343(3)Å and 33.11˚. There are three interactions between different atoms with Cg1 and Cg2 and are given in Table 3 . The distances between C14·Cg1 (1x, -y, 1z), C18·Cg1 (-x, -y, 1z) and C3·Cg2 (1x, -y, 1 z) are 3.762(4), 3.680(4) and 3.522(4)Å, respectively.
The hydrogen bonding geometry is given in Table 4 . There are four intramolecular and one intermolecular hydrogen bonds, which have types of C-H·N, C-H·O and O-H·N in the crystal structure. For intramolecular interactions, the donor and acceptor dintances of O2·N2, C5·N1, C14·O2 and C13·O2 are 2.600(3), 2.752(4), 2.975 and 3.021(5)Å, respectivity. These intra-molecule interaction have strong effects molecule. There are both left side and right side aspects of N1 atom intramolecular. Table 2 Selected bond lengths (Å), angles (˚) and torsion angles (˚) of the compound Fig. 2 Molecule structure of the compound, showing the 50% probability displacement ellipsoids and the atom-numbering scheme. H atoms are shown as small spheres of arbitrary radii. Table 3 Cg··· geometry (Å, ˚)
X-H···Cg
H-Cg X-Cg X-H···Cg Symmetry codes: (i) -x, -y, 1z; (ii) 1x, -y, 1z. *Cg1 is the centroid of the O1-N1 ring and Cg2 is the centroid of the C6-C11 ring.
π Table 4 Hydrogen bonding geometry (Å, ˚) D-H···A D-H H···A D···A D-H···A Symmetry codes: (i) x, y, z; (ii) x + 1/2, -y -1/1, +z + 1/2.
